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In the title compound, C 10 H 10 N 2 O 3 , an intermediate in the synthesis of anthranilamide insecticides, all the non-H atoms except the nitro-group O atom lie on a crystallographic mirror plane. The H atoms of the methyl group are disordered over two sets of sites with equal occupancies. In the crystal structure, C-HÁ Á ÁN links lead to chains of molecules propagating in [100] .
Related literature
For background to anthranilamide compounds, a new class of inseticides, see: Lahm et al. (2003 Lahm et al. ( , 2005 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) x À 1; y; z.
Data collection: SMART (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL.
Supplementary data and figures for this paper are available from the IUCr electronic archives (Reference: HB2868).
The title compound (I) as an intermediate for preparing Chlorantraniliprole analogs plays an important role in identifying the configuration of two possible products.
In the molecular structure of (I), (Fig. 1 ) all the non-hydrogen atoms except the nitro-group O atom lie on a crystallographic mirror plane. In the crystal, C-H···N links lead to chains of molecules propagating in [100].
Experimental 2-Bromoethanamine hydrobromide (10.25 g, 50 mmol) and 3-methyl-2-nitrobenzoyl chloride (9.98 g, 50 mmol) were added into dichloromethane (200 ml), then triethylamine (16.70 g, 165 mmol) was added. The mixture was heated to reflux for 14 h and cooled down to room temperature, washed with water and brine, dried by anhydrous sulfate magnesium, then evaporated to give the title compound as a white solid. The product was dissolved in dichloromethane and left to stand at room temperature and colourless blocks of (I) were obtained.
Anal. Calcd for C 10 H 10 N 2 O 3 : C, 58.25; H, 4.89; N, 13.59; O, 23.28. Found: C, 58.20; H, 4.90; N, 13.61; O, 23. 
Refinement
Although all H atoms were visible in difference maps, they were finally placed in geometrically calculated positions, with C-H distances in the range 0.93-0.96 Å, and included in the final refinement in the riding model approximation, with U iso (H) = 1.2U eq (C) for aromatic and U iso (H) = 1.5U eq (C) for methyl H atoms.
Figures
Fig . 1 . The molecular structure of (I), with 30% probability displacement ellipsoids for the non-hydrogen atoms. Symmetry code: A x, 1/2-y, z. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (18) C7-C2-C3-C4 0.0 O2-N2-C7-C2 −88.46 (13) C1-C2-C3-C4 180.0 O2 i -N2-C7-C6 −91.54 (13) C2-C3-C4-C5 0.0 O2-N2-C7-C6 91.54 (13) 
